Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; R factor = 0.057; wR factor = 0.129; data-to-parameter ratio = 16.5. organic compounds o184 Ö zel Gü ven et al.
The asymmetric unit of the title compound, C 15 H 12 N 2 O, contains two independent molecules with different conformations, the phenyl ring and indazole mean plane in the two molecules forming dihedral angles of 50.82 (5) and 89.29 (6) . In the crystal, weak C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds and C-HÁ Á Á interactions consolidate the packing.
Related literature
For general background to the biological activity of indazole derivatives, see: Lebouvier et al. (2007) ; Maggio et al. (2011) ; Park et al. (2007) ; Plescia et al. (2010) ; Raffa et al. (2009) . For related structures, see: Gerpe et al. (2007) ; Ö zel Gü ven et al. 
Data collection
Rigaku Saturn724+ diffractometer 23377 measured reflections 5349 independent reflections 3346 reflections with I > 2(I) R int = 0.084 3 standard reflections every 2 min intensity decay: 1% Refinement R[F 2 > 2(F 2 )] = 0.057 wR(F 2 ) = 0.129 S = 1.02 5349 reflections 325 parameters H-atom parameters constrained Á max = 0.30 e Å À3 Á min = À0.24 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the N1A/N2A/C9A/C10A/C15A and C10B-C15B rings, respectively. Symmetry codes: (i) x; y; z þ 1; (ii) Àx þ 1; Ày þ 1; Àz þ 1; (iii) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 ; (iv) Àx þ 1 2 ; y þ 1 2 ; Àz þ 1 2 ; (v) x À 1 2 ; Ày À 1 2 ; z À 1 2 .
Data collection: CrystalClear-SM Expert (Rigaku, 2011) ; cell refinement: CrystalClear-SM Expert; data reduction: CrystalClear-SM Expert; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX publication routines (Farrugia, 2012) and PLATON (Spek, 2009 ).
2-(2H-Indazol-2-yl)-1-phenylethanone
Özden Özel Güven, Gökhan Türk, Philip D. F. Adler, Simon J. Coles and Tuncer Hökelek Comment Azole compounds have important biological activities. Some indazole derivatives have been known as antifungal (Lebouvier et al., 2007; Park et al., 2007) and antiproliferative agents (Raffa et al., 2009; Plescia et al., 2010; Maggio et al., 2011) and crystal structures have been reported (Gerpe et al., 2007; Raffa et al., 2009) . Crystal structures of ketones similar to the titled compound having benzimidazole ring (Özel Güven et al., 2008a) and 1,2,4-triazole ring (Özel Güven et al., 2008b) have been reported. Now we report the crystal structure of the title indazole derivative, (I).
The asymmetric unit of (I) contains two crystallographically independent molecules ( Fig. 1 In the crystal structure, weak intermolecular C-H···O and C-H···N hydrogen bonds, and C-H···π interactions (Table   1) consolidate the packing.
Experimental
The title compound, (I), was synthesized by the reaction of 2-bromo-1-phenylethanone with 1H-imidazole. A mixture of 2-bromo-1-phenylethanone (0.842 g, 4.232 mmol) and 1H-imidazole (1 g, 8.465 mmol) was refluxed in toluene (40 ml) for 9 h. After evaporation of the solvent, the formed precipitate was purified by column chromatography using hexaneethylacetate (5:1) mixture, and then crystallized from chloroform to obtain colorless crystals suitable for X-ray analysis (yield; 0.22 g, 22%).
Refinement
H atoms were positioned geometrically with C-H = 0.93 and 0.97 Å for aromatic and methylene H, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2 U eq (C).
Computing details
Data collection: CrystalClear-SM Expert (Rigaku, 2011) ; cell refinement: CrystalClear-SM Expert (Rigaku, 2011) ; data reduction: CrystalClear-SM Expert (Rigaku, 2011) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX publication routines (Farrugia, 2012) and PLATON (Spek, 2009 Two independent molecules in (I) with the atom-numbering scheme. Displacement ellipsoids are drawn at the 50% probability level. where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.30 e Å −3 Δρ min = −0.24 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
2-(2H-Indazol-2-yl)-1-phenylethanone
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0220 (10) 0.0202 (9) 0.0183 (8) 0.0025 (8) 0.0036 (7) −0.0013 (7) N2A 0.0221 (10) 0.0222 (9) 0.0195 (9) −0.0008 (8) 0.0015 (7) −0.0010 (7) C1A 0.0273 (12) 0.0217 (11) 0.0200 (10) 0.0018 (9) 0.0043 (9) 0.0035 (9) C2A 0.0168 (11) 0.0197 (11) 0.0188 (10) 0.0016 (8) 0.0034 (8) 0.0002 (8) C3A 0.0257 (12) 0.0185 (11) 0.0250 (11) −0.0011 (9) 0.0052 (9) −0.0012 (9) C4A 0.0324 (13) 0.0230 (11) 0.0221 (10) 0.0034 (10) 0.0071 (9) 0.0051 (9) C5A 0.0244 (12) 0.0292 (12) 0.0189 (10) 0.0055 (10) 0.0050 (9) 0.0000 (9) C6A 0.0233 (12) 0.0211 (11) 0.0276 (11) 0.0016 (9) 0.0051 (9) −0.0043 (9) C7A 0.0260 (12) 0.0182 (11) 0.0241 (11) 0.0026 (9) 0.0069 (9) 0.0032 (8) C8A 0.0270 (12) 0.0250 (11) 0.0177 (10) 0.0042 (10) 0.0001 (9) 0.0014 (9) C9A 0.0202 (11) 0.0205 (11) 0.0257 (11) −0.0006 (9) 0.0046 (9) −0.0025 (9) 0.0218 (12) 0.0208 (11) 0.0265 (11) 0.0000 (9) −0.0009 (9) −0.0041 (9) C12A 0.0306 (13) 0.0267 (12) 0.0176 (10) 0.0044 (10) −0.0012 (9) −0.0048 (9) C13A 0.0301 (13) 0.0281 (12) 0.0218 (11) 0.0043 (10) 0.0072 (9) 0.0019 (9) C14A 0.0230 (12) 0.0230 (11) 0.0268 (11) −0.0020 (9) 0.0009 (9) 0.0017 (9) C15A 0.0213 (11) 0.0176 (10) 0.0174 (10) 0.0037 (8) 0.0002 (8) −0.0010 (8) O1B
0.0217 (8) 0.0265 (8) 0.0193 (7) −0.0010 (6) 0.0002 (6) −0.0010 (6) N1B 0.0206 (10) 0.0218 (9) 0.0162 (8) 0.0006 (7) 0.0030 (7) −0.0001 (7) N2B 0.0209 (10) 0.0200 (9) 0.0189 (8) 0.0002 (7) 0.0003 (7) −0.0013 (7) C1B 0.0231 (12) 0.0121 (10) 0.0198 (10) 0.0015 (9) −0.0002 (9) −0.0011 (8) Hydrogen-bond geometry (Å, º) Cg1 and Cg2 are the centroids of the N1A/N2A/C9A/C10A/C15A and C10B-C15B rings, respectively. Symmetry codes: (i) x, y, z+1; (ii) −x+1, −y+1, −z+1; (iii) −x+1/2, y−1/2, −z+1/2; (iv) −x+1/2, y+1/2, −z+1/2; (v) x−1/2, −y−1/2, z−1/2.
